Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.060; wR factor = 0.187; data-to-parameter ratio = 23.4.
In the title molecule, C 12 H 13 N 5 O 2 S, a bifurcated intramolecular N-HÁ Á ÁO(O) hydrogen bond forms two S(6) ring motifs. The benzene ring forms a dihedral angle of 14.36 (11) with the pyrazole ring. In the crystal, pairs of N-HÁ Á ÁS hydrogen bonds form centrosymmetric dimers, generating R 2 2 (8) ring motifs, which stack along the b axis.
Related literature
For applications of pyrazole derivatives, see: Rai et al. (2008) ; Isloor et al. (2009); Girisha et al. (2010) . For standard bondlength data, see: Allen et al. (1987) . For hydrogen-bond motifs, see: Bernstein et al. (1995) . H atoms treated by a mixture of independent and constrained refinement Á max = 0.60 e Å À3 Á min = À0.34 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (2) 168 (2) Symmetry code: (i) Àx; Ày; Àz.
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). (Girisha et al., 2010) . In view of these observations and in continuation of our search for biologically active pyrazole derivatives, we herein report the crystal structure of the title compound.
4-[2-(2-Methoxyphenyl
In the molecular structure ( Fig. 1) , an intramolecular N1-H1N1···O2 and N5-H2N5···O2 hydrogen bond (Table 1) stabilize the molecular structure and forms two S(6) ring motifs (Bernstein et al., 1995) . The mean planes of the benzene ring (C1-C6) and the 4,5-dihydro-1H-pyrazole ring (N3/N4/C7-C9) form a dihedral angle of 14.36 (11)°. Bond lengths (Allen et al., 1987) and angles are within normal range.
The crystal packing is shown in Fig. 2 . Molecules are linked by pairs of intermolecular N5-H1N5···S1 i hydrogen bonds (Table 1) to form dimers, generating R 2 2 (8) ring motifs (Bernstein et al., 1995) and these sets of ring motifs are stacked along the b axis.
Experimental
To a solution of ethyl 2-[(2-methoxyphenyl)hydrazono]-3-oxobutanoate (0.01 mol) in glacial acetic acid (20 ml), a solution of thiosemicarbazide (0.02 mol) in glacial acetic acid (15 ml) was added and the mixture was refluxed for 4 h. It is cooled and allowed to stand overnight. The solid product that separated out was filtered and dried. It was then recrystallized from ethanol. Crystals suitable for X-ray analysis were obtained from 1:2 mixtures of DMF and ethanol by slow evaporation. 
4-
Cell parameters from 5668 reflections a = 14.3207 (13) Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.11741 (4) 0.15498 (9) 0.0490 (7) 0.0384 (7) 0.0309 (6) −0.0117 (6) 0.0095 (5) 0.0003 (5) N5 0.0659 (10) 0.0568 (10) 0.0396 (8) −0.0278 (9) 0.0055 (7) 0.0027 (7) (16) N4-N3-C8-C7 −0.7 (2) C8-N3-N4-C9 −0.3 (2) N4-N3-C8-C10 176.20 (18) C6-C1-C2-C3 −0.7 (4) N2-C7-C8-N3 −179.65 (18) C1-C2-C3-C4 0.1 (4) C9-C7-C8-N3 1.3 (2) C2-C3-C4-C5 0.3 (4) N2-C7-C8-C10 3.7 (3) C12-O1-C5-C4 −3.6 (3) C9-C7-C8-C10 −175.4 (2) C12-O1-C5-C6 176.1 (2) C11-N4-C9-O2 −1.5 (3) C3-C4-C5-O1 179.7 (2) N3-N4-C9-O2 −179.33 (18) C3-C4-C5-C6 0.0 (3) C11-N4-C9-C7 178.88 (16) C2-C1-C6-C5 0.9 (4) N3-N4-C9-C7 1.00 (19) C2-C1-C6-N1 −179.2 (2) N2-C7-C9-O2 0.0 (3) O1-C5-C6-C1 179.7 (2) C8-C7-C9-O2 179.03 (19) C4-C5-C6-C1 −0.6 (3) N2-C7-C9-N4 179.64 (18) (17) C9-N4-C11-S1 −176.08 (14) N1-N2-C7-C8 −177.67 (17) N3-N4-C11-S1 1.7 (2) Hydrogen-bond geometry (Å, °) 
